The reaction mechanism for the surface reactions on the saturated surface structures are provided as an xyz-files in the accompanying zip-file. The coordinate files are named using the same nomenclature as used in the article, i.e. the reactions are labelled with an acronym Cl-nMEZ-mH2O, meaning the case l = 1, 2 surface with n monoethyl zinc groups and m H 2 O molecules. For example, the structure C1_5MEZ_1H2O.xyz is the case 1 structure with five ethyl-ligands on the surface and a one water molecule.
